Chemical structure of (±)-5-benzoyl-2,3-dihydro-1H-pyrrolizine-1-carboxylic acid (I). positions and included in the refinement using the riding model. An absorption correction was performed using CrysAlis RED and all calculations were performed using SHELXTL. 4 A scheme for the molecular structure of I is shown in Fig. 1 . Crystal and experimental data are listed in Table 1 . Bond lengths, bond angles are all within normal expected ranges. Selected geometric parameters for I are listed in Table 2 .
The dihedral angle between the mean planes of the benzyl and pyrrolidine groups is 45.7(9)˚ (Fig. 2) . The mean planes of the carboxyl group and the pyrrolidine ring are separated by a dihedral of 65.9(4)˚. Torsion angles of C (13) There are intermolecular C-H·O hydrogen bond interactions (Table 3) MOPAC calculations were performed with MOPAC Pro TM as implemented by WeMO. 5 The AM1 (Austin Model 1) approximation together with the Hartree-Fock closed-shell (restricted) wavefunction was used and minimizations were teminnated at an r.m.s. gradient of less than 0.01 kJ mol -1 A -1 . When the refined atom coordinates in I are subjected to a MOPAC calculation the angle between the mean planes of the benzyl and pyrrolidine groups becomes 49.3(3)˚ in the local minimized structure. The dihedral angle between the mean planes of the carboxyl group and the pyrrolidine ring becomes 66.3(9)˚, and the dihedral angle between the mean planes of the keto group with that of the pyrrolidine and 5-benzoyl groups is 10.9(2)˚ and 42.6(1)˚, respectively. It is clear that intermolecular hydrogen bonding and p-p ring stacking interactions influence this twist angle value for the molecule in this crystal. The repulsion of the H atoms at C2 and C9 is balanced by the p conjugation of the carbonyl and aryl groups as well as from intermolecular hydrogen bonding effects. The difference between the C7-O1 bond length (1.228(6) Å crystal vs. 1.24(1) Å MOPAC) indicates slightly different degrees of conjugation of the sp 2 hybridized C7 atom. Symmetry transformations used to generate equivalent atoms: #1 -x+1, -y+1, -z #2 -x-1/2, y-1/2, z.
